Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.031; wR factor = 0.082; data-to-parameter ratio = 14.1.
Related literature
For related structures, see: Nasirullah et al. (2010) ; Rodriguez et al. (2007) ; Damas et al. (1997); Nawaz et al. (2007) ; For graph-set notation, see: Bernstein et al. (1995) . Mo K radiation = 0.48 mm À1 T = 296 K 0.28 Â 0.18 Â 0.14 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.903, T max = 0.934 9878 measured reflections 2348 independent reflections 2029 reflections with I > 2(I) R int = 0.022 Refinement R[F 2 > 2(F 2 )] = 0.031 wR(F 2 ) = 0.082 S = 1.06 2348 reflections 167 parameters All H-atom parameters refined Á max = 0.30 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg1 is the centroid of the C7-C12 ring. Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
2-{2-[(2,6-Dichlorophenyl)amino]phenyl}ethanol
Nasirullah, N. Ul Islam, M. N. Tahir and I. Khan
Comment
The title compound (I, Fig. 1 ) has been prepared for further derivatization and in continuation to the reduction of carboxylic moieties of some important drugs (Nasirullah et al., 2010) without affecting the medicinally important functional groups.
The crystal structures of (II) i.e., (Z)-3-(4-(2-hydroxyethyl)phenylamino)-1-phenylbut-2-en-1-one (Rodriguez et al., 2007) and (III) 2-[2-(hydroxyethyl)phenoxy]benzoic acid (Damas et al., 1997) have been published previously which seems relavant to the present structure.
In (I), the 2,6-dichloroanilinic moiety A (N1/C1-C6/CL1/CL2) and the benzene ring and S(7) ring motifs (Bernstein et al., 1995) . In the stabilization of molecules C-H···π and π-π interaction at a distance of 3.5706 (11) Å between the centroids of chloro containing benzene rings play an important role.
Experimental
A solution of dichlofenac sodium (6.75 mmol) in THF (10 ml) was slowly added to suspension of NaBH 4 (10 mmol) in THF (10 ml), at room temperature. The mixture was stirred until evolution of hydrogen ceased. Iodine (6.75 mmol) in THF (10 ml) was drop wise added to this mixture. When the addition of iodine was complete, the reaction mixture was refluxed for 8 h and cooled to room temperature. 10 ml of 2 N HCl was added and the mixture was extracted with ethyl acetate.
The ethyl acetate layer was washed with 20 ml of 2 N NaOH and then with brine. Finally the ethyl acetate layer was dried over MgSO 4 . On evaporation of the solvent 1.3 g of the crude product was obtained. The product was further purified by column chromatography on silica gel. Light yellow needles of (I) were obtained by recrystallization from ethyl acetate and n-hexane. m.p. of pure product:383 K.
Refinement
The coordinates of amide H-atoms were refined. Other H-atoms were positioned geometrically (O-H = 0.82, C-H = 0.93-0.97 Å) and refined as riding with U iso (H) = xU eq (C, N, O), where x = 1.2 for all H-atoms. as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.75713 (7) −0.13208 (3) 0.78183 (5) 0.0643 (2) (6) C1 0.0394 (9) 0.0411 (9) 0.0301 (8) 0.0027 (7) 0.0130 (7) 0.0022 (7) C2 0.0513 (10) 0.0418 (9) 0.0355 (9) −0.0022 (8) 0.0142 (7) 0.0006 (7) C3 0.0689 (13) 0.0453 (10) 0.0473 (11) 0.0117 (9) 0.0197 (9) 0.0107 (8) C4 0.0536 (12) 0.0628 (13) 0.0569 (12) 0.0191 (10) 0.0126 (9) 0.0153 (10) C5 0.0389 (10) 0.0667 (13) 0.0536 (11) 0.0038 (9) 0.0093 (8) 0.0069 (9) C6 0.0417 (9) 0.0442 (9) 0.0392 (9) 0.0014 (7) 0.0127 (7) 0.0045 (7) C7 0.0313 (8) 0.0298 (7) 0.0341 (8) −0.0033 (6) 0.0077 (6) −0.0027 (6) C8 0.0339 (8) 0.0381 (8) 0.0400 (9) 0.0042 (7) 0.0111 (7) 0.0026 (7) C9 0.0457 (10) 0.0464 (10) 0.0428 (10) 0.0006 (7) 0.0187 (8) 0.0036 (8) C10 0.0531 (10) 0.0468 (10) 0.0400 (10) 0.0006 (8) 0.0094 (8) 0.0096 (8) C11 0.0373 (9) 0.0352 (8) 0.0480 (10) 0.0024 (7) 0.0002 (7) 0.0022 (7) C12 0.0301 (8) 0.0308 (8) 0.0425 (9) −0.0019 (6) 0.0067 (7) −0.0071 (7) C13 0.0359 (9) 0.0479 (10) 0.0569 (11) 0.0038 (7) 0.0139 (8 
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the C7-C12 ring. 
